LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095986.D

Aca On - 17 Jun 2017 8:45 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13688-13 St
Misc : G13-0-1.5

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.522 495 499 520 rBvV2 47763 156726 8.08% 1.009%
5.216 613 617 648 rBvV 745258 1594362 82.18% 10.262%
rBv 937017 1498258 77.22% 9.643%
6.981 913 917 934 rVB 1178459 1940158 100.00% 12.487%
7.322 971 975 987 rBV 243936 342872 17.67% 2.207%
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7.557 1010 1015 1033 rBV 976463 1329996 68.55% 8.560%
8.239 1127 1131 1150 rBV 630908 978217 50.42% 6.296%
rBv 303244 471177 24.29% 3.033%
11.133 1617 1623 1640 rBV 1442707 1896148 97.73% 12.204%
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1 11.827 1737 1741 1759 rBV 119363 176010 9.07% 1.133%
11 12.168 1795 1799 1806 rBvV2 373911 480845 24.78% 3.095%
12 13.027 1940 1945 1950 rBB2 22496 26109 1.35% 0.168%
13 13.468 2015 2020 2041 rBV 563874 887443 45.74% 5.712%
14 13.798 2071 2076 2084 rBV2 20425 36080 1.86% 0.232%

15 14.568 2203 2207 2223 rVB 259840 421097 21.70% 2.710%

16 15.592 2376 2381 2389 rBV 93809 121560 6.27% 0.782%
17 16.303 2498 2502 2510 rBv4 24454 49587 2.56% 0.319%
18 16.392 2514 2517 2525 rVB 76535 102356 5.28% 0.659%
19 16.698 2564 2569 2579 rBV 100805 147091 7.58% 0.947%
20 16.939 2606 2610 2616 rVB 1048599 1180876 60.86% 7.600%

21 18.203 2821 2825 2834 rBV4 28541 53789 2.77% 0.346%
22 18.286 2834 2839 2845 rBV2 297279 415646 21.42% 2.675%
23 19.321 3010 3015 3020 rBV 199747 223175 11.50% 1.436%
24 19.427 3028 3033 3039 rVB 237182 256659 13.23% 1.652%

25 19.562 3052 3056 3060 rBV 54476 78207 4._.03% 0.503%
26 19.597 3060 3062 3073 rVB3 22555 32682 1.68% 0.210%
27 19.850 3102 3105 3110 rBV 39551 44788 2.31% 0.288%
28 19.909 3112 3115 3119 rVvVv 48217 56066 2.89% 0.361%
29 19.956 3119 3123 3134 rVV 254212 370236 19.08% 2.383%
30 20.056 3136 3140 3146 rVB4 16306 23544 1.21% 0.152%
31 20.650 3235 3241 3248 rBV9 9435 21356 1.10% 0.137%
32 20.750 3253 3258 3261 rBV3 15149 21830 1.13% 0.141%
33 21.156 3320 3327 3337 rBv4 22289 60076 3.10% 0.387%
34 21.485 3379 3383 3393 rVB3 19233 42090 2.17% 0.271%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On : 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 15537112
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF061617\

BF095986.D

17 Jun 2017  8:45

SJ/MA

13688-13

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF095986.D

6.98

6.85 7.56

5.22
8.24

4.52

Time-->

0P
2.00

T T
8.00 8.50

T
9.00

T T T T
6.00 6.50 7.00 7.50

T T
5.00 5.50

T
2.50

T T T 1
3.00 3.50 4.00 4.50

Abundance
1400000

1200000

1000000

800000

600000

400000

TIC: BF095986.D

1313

13.47

9.35
200000

11.83
13.03

13.80

14.57

15.59
6y

T

Time--> 9.50 10.00  10.50

11.00

A
LI S B S R S S B B B S

1250 13.00  13.50

14.00

11.50 12.00

16.00  16.50

14.50  15.00 15.50

Abundance
1400000

1200000
16.94
1000000

800000

600000

400000

18.29

200000
.70

18.

TIC: BF095986.D

19.96

1933
2539

.06 22055 21.16 21.49

Ol e
17.00  17.50  18.00

Time-->

18.50

20.00 20.50 21.00

21.50

19.00  19.50

22.00

22,50 23.00

23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

4.52 9.14 ng 156726 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 499 (4.522 min): BF095986.D (-495) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SNBSS SRR AR
| 83.0 | 420 4.40 4.60 4.80
RMEEEMESERMBNERS PV MSIRMRAN | BRSNS - N H - m/z 59.10 61.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 % % b 4
0
150 a0 1010 m/z 101.00 22.02%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 420 440 4.60 480
5000 m/z 58.00 16.70%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- ..,....,....,.l...,....,
31.0 54.0 420 4.40 4.60 4.80
m/z 41.00 10.35%
5000
41.0
! “‘\‘so.o‘w . 130 g7 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.98 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.98 113.17 ng 1940160 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 917 (6.981 min): BF095986.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.1
N T J oo T T T
O L B B R B A S N e m/z 68.10 37 .59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A A L U
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.81%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 22.00%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A L RRREa e
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.00 13.97%
74.0
5000 9go 1160
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR R S
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.59 5.77 ng 121560 Phenanthrene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18
Abundance Scan 2381 (15.592 min): BF095986.D (-2376) (-) m/z 73.00 100.00%
430 30
5000 129.1

213.2
1572 1851 256.2 15.20 15.40 15.60 15.80 16.00

m/z 60.00 84 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129.0 L B
15.20 15.40 15.60 15.80 16.00
83.0
‘h‘

1570 1g50 2130 256.0 m/z 43.05 80.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
43.0 73.0
15.20 15.40 15.60 15.80 16.00
5000 129.0 m/z 41.05 68.41%
97.0 199.0 242.0
157.0
180.0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.20 15.40 15.60 15.80 16.00
43.0 m/z 57.10 67.71%
5000 1290
185.0 228.0
97.0
\ I 1660 |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 5-Octadecene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.30 2.36 ng 49587 Phenanthrene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 86
2 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 47
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 47
4 Cvclopropane. l-ethvl-2-heptvl- 168 C12H24 074663-86-8 38
5 2-Hexenal, (E)- 98 C6H100 006728-26-3 38
Abundance Scan 2501 (16.298 min): BF095986.D (-2498) (-) m/z 43.10 100.00%
43.1
83.0
111.1
5000

16.00 16.20 16.40 16.60
e m/z 55.05 89.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #104186: 5-Octadecene, (E)-
55.0
83.0
5000 LINLL I L L L L L
16.00 16.20 16.40 16.60
29.0 111.0 m/z 83.05 77.00%
‘\ | 1390 1680 1050 2240 252.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 97.10 71.72%
29.0 83.0
111.0

139.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #61343: n-Tridecan-1-ol

55.0 16.00 16.20 16.40 16.60

m/z 69.05 67.31%
5000{ 31.0 83.0
111.0
o 1540 182.0
T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.20 2.59ng 53789  Chrysene-d12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 87

2 1-Eicosanol 298 C20H420 000629-96-9 87
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
4 1-Heneicosanol 312 C21H440 015594-90-8 83
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81
Abundance Scan 2824 (18.197 min): BF095986.D (-2821) (-) m/z 57.05 100.00%
57.
97.0
1
} H | |’] | 17.80 18.00 18.20 18.40 18.60
L T IS e e e o e e e B N e I m/z 83.00 90.11%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0
5000
17.80 18.00 18.20 18.40 18.60
290 125.0 m/z 55.00 86.64%
L4 \H | || 154018202100 5550 356.0
m/z--> 5|0 l(I)O 15|O 2(I)O 250 3(I)O 35|O
Abundance
43.0
83.0 17.80 18.00 18.20 18.40 18.60
5000 m/z 43.05 78.41%
111.0
16.0 139.0167.0106.0 2520
m/z--> 5|0 lCl)O 150 200 ZéO 300 35|0
Abundance #105686: 13-Tetradecen-1-ol acetate A EREEE S
43.0 17.80 18.00 18.20 18.40 18.60
m/z 97.05 78.03%
5000
111.0
} “ g L 1}13;? 9167 0194.0224.0 2540
m/z--> I 200 250 300 35|O 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.32 12.06 ng 223175 Perylene-di12 19.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
5 2-Methyl-2-decanol 172 C11H240 003396-02-9 43

Abundance Scan 3015 (19.321 min): BF095986.D (-3010) (-) m/z 59.00 100.00%

5d.0

5000

19.00 19.20 19.40 19.60
m/z 72.00 72.36%

97.1
12611501 18410120 2402 29433202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128447: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L L LB LB |

19.00 19.20 19.40 19.60
m/z 55.10  47.82%

©154.0 184,010 9 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R RN A
19.00 19.20 19.40 19.60
5000 m/z 43.05 32.29%
137.0
86.0 112.0

165.0193.0  240.0267.0294.0 337.0

mmmmwwﬁwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130204: Octadecanamide R T e T
59.0 19.00 19.20 19.40 19.60

m/z 41.05 30.81%

5000

29.0 86 0 128.0

156 0 184 0 212 o 240 0o 2830

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.43 13.86 ng 256659 Perylene-di12 19.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 3034 (19.433 min): BF095986.D (-3028) (-) m/z 69.05 100.00%
69.0
5000 MA
137.2 " 1090 16.40 1960 19.80
07. 19.20 19.40 19.60 19.80
e By o2 esao  sms 0 goTgi 00 53.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR SUNILN AN NN IUR
19.20 19.40 19.60 19.80
m/z 41.05 21.94%
e ﬂroﬁ-qlnﬂn‘) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
19.20 19.40 19.60 19.80
5000 m/z 95.00 13.90%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 19.20 19.40 19.60 19.80
m/z 137.20 12.65%
5000
111.0
290, | | [y 190 1920 o310 2730 350 3840
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095986.D

Aca On 17 Jun 2017 8:45

Operator : SJ/MA

Sample : 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Perylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.85 2.42 ng 44788 Perylene-di12 19.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolelpvrene 252 C20H12 000192-97-2 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 3105 (19.850 min): BF095986.D (-3102) (-) m/z 252.10 100.00%
25%.1
5000
125.0
998 224.0 19.60 19.80 20.00 20.20
67.0 1621 28101 "m/z 250.10 32.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0
5000 R AN SRR SR
19.60 19.80 20.00 20.20
125.0 m/z 253.10 23.68%
17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
19.60 19.80 20.00 20.20
5000 m/z 125.00 22 .56%
126.0
74.0 99.0 200.0 224.0
Wwwmwwwwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0 19.60 19.80 20.00 20.20
m/z 126.10 16.53%
5000

125.0
mo7u)%0MM1%01mommﬂM0 J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
Data File : BF095986.D

Acq On : 17 Jun 2017 8:45

Operator : SJ/MA

Sample - 13688-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.52 9.1 ng 156726 1 7.32 342872 20.0
unknown6 .98 6.98 113.2 ng 1940160 1 7.32 342872 20.0
n-Hexadecanoic acid 15.59 5.8 ng 121560 4 14.57 421097 20.0
5-Octadecene, (E)- 16.30 2.4 ng 49587 4 14.57 421097 20.0
Pentafluoropropio... 18.20 2.6 ng 53789 5 18.29 415646 20.0
9-Octadecenamide, ... 19.32 12.1 ng 223175 6 19.96 370236 20.0
Squalene 19.43 13.9 ng 256659 6 19.96 370236 20.0
Perylene 19.85 2.4 ng 44788 6 19.96 370236 20.0
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